Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.041; wR factor = 0.116; data-to-parameter ratio = 15.7.
In the title 3:1 adduct, 3C 7 H 6 O 3 ÁC 5 H 5 N 5 , an intramolecular O-HÁ Á ÁO hydrogen bond occurs in each of the three 2-hydroxybenzoic acid molecules. In the crystal, the components are linked by N-HÁ Á ÁO and O-HÁ Á ÁN hydrogen bonds.
Related literature
For medicinal background, see : Forsythe & Ennis (1999) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Siemens, 1996) ; cell refinement: SAINT (Siemens, 1996) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: HB5001).
The adenine ring system is essentially planar, with a dihedral angle of 0.37 (8) between the ring (atoms N4/N5/C24-C26) and the ring (N2/N3/C22-C25). The dihedral angles between the mean planes of the adenine system and rings (C1-C6) and rings (C8-C13) and rings (C15-C20) are 2.41 (7) and 85.83 (7)and 80.3 (7), respectively. The dihedral angle between rings(C1-C6) and rings (C8-C13) is 84.02 (8). In the crystal structure, weak inter molecular C-H···O hydrogen bonds and intramolecular O-H···O hydrogen-bond interactions to stabilize the crystal structure (Table 1 ). The packing (Fig.2) is further stabilized by weak O-H···O interactions.
Adenine 1.35 g(0.01 mol) and 2-hydroxybenzoic acid 4.14 g(0.03 mol) with ethanol were stirred for 18 h at 353 K. The solution was then filtered and concentrated to afford the white title compound 3.63 g (yield 70%). Colourless blocks of (I) were obtained by slow evaporation of an ethanol-water (10:1 v/v) solution at room temperature over a period of one week.
Refinement
The H atoms were located geometrically (C-H = 0.93-0.97 Å, N-H = 0.86Å, O-H = 0.82Å) and refined as riding with U iso (H) = 1.2 U eq (carrier). The highest difference peak is 0.45Å from H6A and might indicate unmodelled positional disorder of O1. Figures   Fig. 1 . The molecular structure of (I), drawn with 30% probability ellipsoids. (7) 0.0245 (7) 0.0169 (6) −0.0010 (6) 0.0086 (6) 0.0034 (5) C16 0.0290 (7) 0.0239 (7) 0.0215 (7) −0.0003 (6) 0.0025 (6) 0.0089 (5) C17 0.0208 (6) 0.0202 (7) 0.0288 (7) 0.0025 (6) 0.0048 (5) 0.0045 (6) C18 0.0181 (6) 0.0192 (7) 0.0211 (6 Symmetry codes: (i) −x+1, −y+1, −z; (ii) −x, y−1/2, −z+1/2; (iii) −x, −y+2, −z. Fig. 1 
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